Source of material: Indofine Chemical Co. The dihedral angle of 24.8(2)° between the phenyl ring and the benzopyrone portion of the molecule for 5-methoxyflavone is significantly larger than the reported 5.2(9)° for 5-hydroxyflavone (see ref 1). This increase in dihedral angle has the effect of increasing the length of the СГ-С2 bond from 1.465(4) Â for 5-hydroxyflavone to 1.480(6) Â in the title compound (see refs. 2-3). The C6'-C1'-C2-C3 torsion angle of 27.7(5)° obtained from the X-ray data was compared with those derived from quantum mechanical computations using semiempirical AMI and PM3 Hamiltonians. The results of these calculations gave a torsion angle of 26.1° (AMI) and 32.2° (PM3). Because of the better agreement of the X-ray results with AM 1, we chose this algorithm to study the dependence of the heat of formation of 5-methoxyflavone on the С6'-СГ-С2-СЗ torsion. The reaction dynamics calculations were performed at five degree intervals and resulted in four minima at 25° -30°, 155°, 205°, and 330° -335° for the heat of formation. The computational results are in good qualitative agreement with experiment, indicating that the semiempircal models can be used as a reliable probe toward exploring the effect of the molecular packing on the geometry of the molecules. 
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